Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.003 Å; disorder in solvent or counterion; R factor = 0.062; wR factor = 0.186; data-toparameter ratio = 16.2.
The title methanol hemisolvated quinazolin-(3H)-one, C 16 H 16 N 4 OÁ0.5CH 3 OH, has an anilino substituent in the 2-position and an aminoethyl substituent in the 3-position of the planar fused-ring system (r.m.s. deviation = 0.019 Å ). The anilino N atom donates an intramolecular hydrogen bond to the aminoethyl N atom. The molecule and the solvent methanol molecule are linked by N-HÁ Á ÁN, N-HÁ Á ÁO and O-HÁ Á ÁO hydrogen bonds. The methanol molecule is disordered over two equally occupied positions about a twofold rotation axis.
Related literature
For the synthesis of this class of compounds, see : Yang et al. (2008) . For the crystal structure of a chlorine-substituted derivative, see : Yang et al. (2009 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2007 ); cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001) ; software used to prepare material for publication: publCIF (Westrip, 2009 To a THF (10 ml) solution of 2-ethoxycarbonyliminophosphorane (1.27 g, 3.0 mmol) was added phenylisocyanate (0.36 g, 3.0 mmol). The solution was set aside undisturbed for 6 h at 273 K. To this solution was added ethanolamine (0.18 g, 3 mmol) in THF (5 ml). The mixture was stirred overnight. The solvent was removed and the solid recrystallized from a chloroform/methanol (1/1) mixture to give colorless crystals in 80% yield; m.p. 433-434 K.
Refinement
Carbon-bound H-atoms were placed in calculated positions (C-H 0.95 to 0.97 Å) and were included in the refinement in the riding model approximation, with U(H) set to 1.2 to 1.5U(C). The amino and hydroxy H atoms were similarly generated.
The methanol molecule is disordered over two equally occupied positions about a two-fold rotation axis. The C-O distance was restrained to 1.500±0.002 Å. The anisotropic displacemnt parameters of the methanolic O and C atoms were restrained to be nearly isotropic.
Figures Fig. 1 . Anisotropic displacement ellipsoid plot (Barbour, 2001 ) of the title compound at the 70% probability level; hydrogen atoms are drawn as spheres of arbitrary radius.
3-(2-Aminoethyl)-2-anilinoquinazolin-4(3H)-one methanol hemisolvate
Crystal data (7) 0.0243 (7) −0.0043 (6) N1 0.0402 (9) 0.0437 (9) 0.0438 (8) 0.0002 (7) 0.0110 (7 
